Cartesian coordinates and energies of calculations

Tosyl azafulleroid 1 (5-exo, -3160.43402448 au) ---------------------------------------------------------------------
--------------------------------------------------------------------
C60 (-2286.1749514 au) -----------------------------------
Reaction of PhMgBr TS(1-C) (energy and imaginary frequency are in Table S1 ) Table S1 ) Table S1 ) Table S1 ) TS(1-C) (energy and imaginary frequency are in Table S2 ) Table S2 ) TS(3-C) (energy and imaginary frequency are in Table S2 ) TS(4-C) (energy and imaginary frequency are in Table S2 ) Reaction of EtMgBr TS(1-C) (energy and imaginary frequency are in Table S3 ) 
TS(4-C) (energy and imaginary frequency are in
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 0.
TS(2-C) (energy and imaginary frequency are in
TS(2-C) (energy and imaginary frequency are in Table S3 ) Table S3 ) Table S4 ) Table S4 ) Table S4 ) ---------------------------------------------------------------- Table S4 ) (-6164.01394925 au) (phenyl group except for ipso carbon is omitted for clarity) (phenyl group except for ipso carbon is omitted for clarity) 
---------------------------------------------------------------------TS(3-C) (energy and imaginary frequency are in
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -
--------------------------------------------------------------------
---------------------------------------------------------------------
TS(4-C) (energy and imaginary frequency are in Table S3) ---------------------------------------------------------------------
Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------
---------------------------------------------------------------------
TS(1-C) (energy and imaginary frequency are in
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------
---------------------------------------------------------------------TS(2-C) (energy and imaginary frequency are in
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0.---------------------------------------------------------------------
TS(3-C) (energy and imaginary frequency are in
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -----------------------------------------------------------------------
TS(4-C) (energy and imaginary frequency are in
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -1---------------------------------------------------------------------
Ring-opening process of 1+PhMgBr
INT1(C1-adduct) (-6164.0431319 au) --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0--------------------------------------------------------------------
INT2(5,6-close)
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------) --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0TS(2scission) (103.1i, -6164.01392188 au) --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z ----------------------------------------------------------------------------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------
--------------------------------------------------------------------
-------------------------------------------------------------------
